Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.122; data-to-parameter ratio = 15.7.
The molecule of the title compound, C 20 H 16 N 2 O 2 , is centrosymmetric, the inversion center being located at the mid-point of the central azine bond. The conformation around the C N bond is E. The whole molecule (except for the H atoms) is essentially planar, with an r.m.s. deviation of 0.07 Å . In the crystal, molecules are linked head-to-tail by pairs of C-HÁ Á ÁO hydrogen bonds, forming inversion dimers, and resulting in the formation of chains propagating along [011] .
Related literature
For biological properties and practical appplications of diacetylene compounds, see: Zloh et al. (2007) ; Buckley & Neumeister (1992) . For the structure of (E,E)-1,2-bis[3-(prop-2-yn-1-yloxy)benzylindene]hydrazine see: Al-Mehana et al. (2011) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; Ày þ 2; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: pubCIF (Westrip, 2010) . (Zloh et al., 2007) . In addition to their biological activities, diacetylenes are also used as coating and surface treatment agents and as inner cladding material for silica fibre-optic cores (Buckley & Neumeister, 1992) . A recent study detailed the crystal structure of (E,E)-1,2- et al., 2011) . Herein we report on the synthesis and crystal structure of the 3-substituted isomer of this diacetylene compound.
Like the above mentioned compound, the title compound, Fig Experimental 3,3′-(E, E)-hydrazine-1,2-diylidene bis(methan-1-yl-1-ylidene)diphenol (L 1 ) was prepared by stirring 3-hydroxybenzaldehyde (3 g, 24.5 mmol), hydrazine sulfate (1.65 g, 12.6 mmol) and 1.5 ml of concentrated ammonium solution in a mixture of ethanol and water (20 ml) for 3 h. The product was obtained as a yellow crystalline solid, m.p. 487 -488 K.
A mixture of the diphenol, L 1 (2 g, 8.3 mmol) and anhydrous potassium carbonate (1.84 g, 8.6 mmol) in 20 ml of dry acetone was stirred for 30 minutes. Then an excess of propargyl bromide (2.28 g, 19.2 mmol) was added drop wise and the resulting mixture was left under reflux for 48 h. The solvent was then evaporated under reduced pressure. The product was extracted with 100 ml of diethyl ether. The organic layer was washed with brine and dried with MgSO 4 . A yellow amorphous solid was obtained upon slow evaporation of the ethereal solution and was recrystallized with a 1:1 ethyl acetate-methanol mixture, to yield pure yellow block-like crystals of the title compound [M.p. 401 -403 K].
Refinement
Hydrogen atoms were included in calculated positions and treated as riding atoms: C-H 0.93 Å (CH) and 0.97 Å (CH 2 ) with U iso (H) = 1.2U eq (C).
Computing details
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO (Agilent, 2012); data reduction: CrysAlis PRO (Agilent, 2012); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: pubCIF (Westrip, 2010) . Table 1 for details. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.23 e Å −3 Δρ min = −0.29 e Å −3 Special details Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell esds are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(E,E)-1,2-Bis[3-(prop-2-yn-1-yloxy)benzylidene]hydrazine
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (18) 
